Crystal Structure of a Peptide-Steroid Macrocycle-Intramolecular Attraction between Steroids and Peptidic β(I) Turns.
Two molecules of the steroid lithocholic acid and two dipeptides (Phe-Phe) make up the macrocycle 1, in which the two steroidal surfaces approach each other so that the peptide parts fold into β(I) turns. Thus, the structure of a cyclic steroid-peptide compound was determined in the solid state for the first time. The structure of 1 is stabilized in the crystal through intra- and intermolecular hydrogen bonds as well as through π stacking of the side-chain phenyl rings of Phe(i+1).